Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; R factor = 0.050; wR factor = 0.117; data-to-parameter ratio = 11.8.
Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x À 1; y; z; (ii) x þ 1 2 ; Ày þ 3 2 ; Àz þ 1; (iii) Àx; y þ 1 2 ; Àz þ 3 2 ; (iv) Àx þ 1; y þ 1 2 ; Àz þ 3 2 .
Data collection: APEX2 (Bruker, 2007) ; cell refinement: APEX2; data reduction: SAINT (Bruker, 2007) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2003) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON. and the assignment of the absolute configuration was performed by several spectroscopic techniques. Synthesis of racemic (±)-Momilactone A and a related structure has been reported (Germain & Deslongchamps, 2002) . The title compound (I), C 20 H 26 O 4 , is related to Momilactone A differing by one additional epoxy ring system therefore resulting in a pentacyclic molecular skeleton. There are three six membered rings: A (C1 to C5, C10), B (C5 to C10) and C (C8,C9,C11 to C14).
One five membered ring D (C4 to C6, O3, C18) with the lactone functional group is fused to ring A and ring B. The three membered epoxy ring E (C7, C8, O4) is fused to ring B in β-position. In analogy to the molecular structure of Momilactone the title compound was refined in the same absolute configuration with the chiral centers in the molecule being C4(R), C5(R), C6(S), C7(R), C8(S), C9(R), C10(S) and C13(S). Nevertheless, this configuration of course cannot be determined reliably using the experimental conditions of this investigation. Due to the methyl group attached to the common vertex of ring A and B at C10, these rings show an envelope conformation with C10 in an almost identical distance of -0.789 (4) Å from both planes. The dihedral angle between the planes (C1 to C5) and (C5 to C9) is 35.1 (2)° while the epoxy ring (C7, C8, O4) encloses dihedral angles of 39.8 (2)° and 74.9 (2)° with them, respectively. The puckering parameters (Cremer & Pople, 1975) for ring A and B are Q = 0.570 (3) Å and 0.584 (3) Å, θ = 119.8 (4)° and 122.1 (3)° and φ = 122.6 (4)°a nd 113.8 (4)°, respectively. Ring C exhibits a twist conformation with the planes (C8, C9, C12, C14) and (C11, C12, C13, C14) showing a dihedral angle of 51.1 (2)°. For ring D also an envelope conformation is observed with C5 at a distance of -0.485 (5) Å from the plane (C4, C18, O3, C6). The puckering parameters (Cremer & Pople, 1975) = C16] is 1.281 (7) Å, while the C-C bond distance for methyl C-atoms from the ring carbons have nearly same value of 1.537 (4) Å. These values are similar to the reported submitted (CCDC No. 172789) by Germain & Deslongchamps, 2002. In the crystal structure, the asymmetric unit is linked to four neighboring molecules through intermolecular C-H···O hydrogen bonds (Table 1) . These H-bonds ( Fig. 1 ) seem to be effective in the stabilization of the structure. There is no significant π-π interaction. supplementary materials sup-2 Experimental Leucas Urticaefolia was collected from the hills of Khanaspur, Pakistan. The plants were separated into stems (1.03 kg), inflorescence (256.56 g), leaves (812.34 g) and roots (421.34 g). Each of these fractions was dried under shade, powdered and extracted sequentially at room temperature for 72 h in each of the solvents such as hexane, chloroform, ethanol and water. Solvents were removed under reduced pressure. Each extract was extracted successively with n-hexane, chloroform, methanol and water as eluent in increasing order of polarity. Aluminium sheets precoated with silica gel 60 F254 (0.2 mm thick, E Merck) were used for TLC. Column chromatography was carried out on silica gel, 70-230 mesh. The title compound was taken from the water extract of the leaves.
Refinement
All H-atoms were found in Fourier synthesis and refined initially. However H atoms positioned geometrically resulted in the same values of refinement parameters.
In final refinement the coordinates of H-atoms connected to C16 were refined. The rest of H-atoms were positioned geometrically, with C-H = 0.93, 0.97, 0.96 Å for C15, methylene and methyl C-atoms and constrained to ride on their parent atoms. The thermal parameter of methyl H-atoms was taken 1.5 times while for all other H-atoms it was taken 1.2 times of the parent atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. The low data parameter ratio is due to the small size of the crystal as well as to the absence of heavy atoms.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 102.9 (2) C8-C14-H14A 108.7 C6-C5-C10 113.2 (2) C13-C14-H14A 108.7 C4-C5-C10 114.10 (19) C8-C14-H14B 108.7 C6-C5-H5 108.8 C13-C14-H14B 108.7 C4-C5-H5 108.8 H14A-C14-H14B 107.6 C10-C5-H5 108.8 C16-C15-C13 129.5 (5) O3-C6-C7 108.9 (2) C16-C15-H15 115.2 O3-C6-C5 104.77 (18) C13-C15-H15 115.2 C7-C6-C5 116.4 (2) C15-C16-H16A 118 (2) O3-C6-H6 108.9 C15-C16-H16B 111 (2) C7-C6-H6 108.9 H16A-C16-H16B 131 (3) C5-C6-H6 108.9 C13-C17-H17A 109.5 O4-C7-C8 60.81 (15) C13-C17-H17B 109.5 O4-C7-C6 113.7 (2) H17A-C17-H17B 109.5 C8-C7-C6 120.3 (2) C13-C17-H17C 109.5 O4-C7-H7 116.7 H17A-C17-H17C 109.5 C8-C7-H7 116.7 H17B-C17-H17C 109.5 C6-C7-H7 116.7 O2-C18-O3 120. Symmetry codes: (i) x−1, y, z; (ii) x+1/2, −y+3/2, −z+1; (iii) −x, y+1/2, −z+3/2; (iv) −x+1, y+1/2, −z+3/2. supplementary materials sup-9 Fig. 1 
